<論文・報告>機械学習 ケモインフォマティクス by 樋口, 帆乃香
Title<論文・報告>機械学習 ケモインフォマティクス
Author(s)樋口, 帆乃香































































?a + b − c
?1?a???A???????1????????b??
?B???????1????????c???A?B?
???1???????????
???
?3??????????????
?????????????????45???70???
??????????
???2?
Mol Log P???????????????
???Log P?????????????????Mol 
Log P???????Log P?????????????
???????????????????????????
??????????????2?????????
?????????????????????????
?????Log P?????????????????
????
??????????A?????D?????E???
??K??????????????????????
?B1?????B2?????B3?????B5????
?B6?????B7?????B9?????B12???
??C?????????????????
Log P????????????????????
?4??????Log P??
?????????????????????????
?????????????????????????
????????????????????????
??
ELCAS?????????????????????
?????????????Morgan?????????
?????????????????????????
?????????????????????????
?????????????????????????
?????????????????????????
?????????????????????????
???
22
論文・報告
??
????????????????????????
??????????????????????????
????????????
????
?1? RDFkit, https://www.rdkit.org/
?2? https://github.com/Mishima-syk/py4chemoinformatics
 ????????????????
?3? https://future-chem.com/
 ???????????
?4? https://ja.wikipedia.org/wiki/????
 ??????
?5? http://www.chemspider.com/Default.aspx
 ?ChemSpider?
?6? https://qiita.com/Mochimasa/items/4e34ceb8eb9519513a94
 ?????????????????
